Key indicators: single-crystal X-ray study; T = 93 K; mean (C-C) = 0.007 Å; R factor = 0.038; wR factor = 0.090; data-to-parameter ratio = 21.8.
The molecular skeleton of the title molecule, C 11 H 6 I 2 S 9 , is nearly planar [maximum deviation 0.052 (3) Å ] except for the two methyl groups. In the crystal, molecules related by translation along b axis are associated into columns through interactions between the five-membered rings, with a centroid-centroid distance of 3.593 (5) Å . Interaction between adjacent columns is accomplished by short SÁ Á ÁI contacts of 3.2099 (4) Å .
Related literature
For background to tetrathiafulvalenothioquinone-1,3-dithiolemethide derivatives, see: Iwamatsu et al. (2000) ; Wang et al. (2005 Wang et al. ( , 2007 ; Hiraoka et al. (2005) ; Fujiwara et al. (2006 Fujiwara et al. ( , 2007 . For details of the synthesis, see Iwamatsu et al. (1999) . For intermolecular SÁ Á ÁI contacts, see: Ahlsen & Strømme (1974) ; Herbstein & Schwortzer (1984) ; Freemanm et al. (1988) ; Bigoli et al. (1996) . For van der Waals radii, see: Bondi (1964 Data collection: APEX2 (Bruker, 2006) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: Mercury (Macrae et al., 2006) ; software used to prepare material for publication: XCIF (Bruker, 2001) . methide with magnetic metal ions are used for the preparation of magnetic molecular conductors, especially ferromagnetic semiconductors and metals (Wang et al., 2005 (Wang et al., , 2007 Hiraoka et al., 2005; Fujiwara et al., 2006 Fujiwara et al., , 2007 . In the CT salts of an ethylendithiotetrathiafulvalenothioquinone-1,3-dithiolemethide donor with CuBr 2 , the Cu atom (a Lewis acid) of CuBr 2 is bound to the S atom (a Lewis base) of a C=S group in the donor to form a new type of π/d molecular system (Iwamatsu et al., 2000) . The introduction of Lewis acids, such as iodine atoms, as substituents in the molecular skeleton is expected to enhance intermolecular interaction through the formation of S···I contacts. These contacts are of special interest in these structures as they may increase the dimensionality of aggregation in the solid-state. In this context, the crystal structure of the title compound, (I), was investigated.
The molecular framework of (I), Fig 2). Although the weak interaction between stacked molecules in the columns is accomplished through contacts between different sulfur atoms [S3···S5 i = 3.5916 (6) Å; symmetry code: (i) +x, 1 + y, +z] is shorter than the sum of van der Waals radii of two sulfur atoms (3.60 Å), stacked molecules are separated by interplanar distances greater than 3.54 Å and have fairly poor overlap (Bondi, 1964) . However, some effective side-by-side contacts are observed between molecules of adjacent columns. The interaction between columns is accomplished by contacts between sulfur and iodine atoms [S3···I1 ii = 3.2099 (4) Å; symmetry code: (ii) 2 -x, -1 + y, 1/2 -z] along the a axis ( Fig. 3 ). This distance is shorter than the sum of van der Waals radii of sulfur and iodine atoms (3.78 Å). In the two molecules bound by sulfur-iodine interaction, the C5-S3-I1 ii -C1 ii moieties are not planar and almost linear S3-I1 ii -C1 ii fragments lie roughly perpendicular to the molecular skeleton [torsion angle of -81.47° for I1 i -S3-C5-S5 and torsion angle of 97.60° for I1 i -S3-C5-C4], and the dihedral angle of the molecules is 83.11°. Such sulfur-iodine interactions have been observed previously (Ahlsen et al.,1974; Herbstein et al., 1984; Freemanm et al., 1988; Bigoli et al., 1996) .
Experimental

Compound
(I) was synthesized by a modification of the method used for the preparation of bis(methylthio)tetrathiafulvalenothioquinone-1,3-dithiolemethide (Iwamatsu et al.,1999) .
Bis(tetraethylammonium)bis(2,3-bis(methylthio)tetrathiafulvalenyl-6,7-dithiolato)zinc (269 mg, 0.258 mmol) was reacted with 4,5-diiodo-2-methylthio-1,3-dithiole-2,3-dithiolium tetrafluoroborate (535 mg, 1.10 mmol) in THF-DMF (5:1 = v/v) at supplementary materials sup-2 room temperature under nitrogen, and stirring was carried out for 12 h. After separation of the reaction mixture by column chromatography on silica gel (eluent: CS 2 ) followed by recrystallization from CS 2 /n-hexane, (I) was obtained as black needles in 72% yield.
Refinement
The H atoms were geometrically positioned with C-H: 0.98 Å, and refined as riding, with U iso (H)= 1.5U eq (C). The highest residual peak [3.45 e Å -3 ] and deepest hole [-2 .31 e Å -3 ] are situated 0.98 Å and 0.69 Å at atom I2, respectively. Fig. 1 . The molecular structure of (I) showing atom labelling and 50% probability displacement ellipsoids for non H-atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 1.01287 (15 0.0198 (6) 0.0193 (7) 0.0160 (6) 0.0023 (5) 0.0027 (5) 0.0014 (5) S4 0.0223 (6) 0.0212 (7) 0.0153 (6) −0.0046 (5) 0.0046 (5) 0.0002 (5) S5 0.0188 (6) 0.0194 (7) 0.0185 (6) −0.0034 (5) 0.0014 (5) −0.0020 (5) supplementary materials sup-5 S6 0.0208 (6) 0.0254 (8) 0.0182 (6) −0.0065 (5) 0.0031 (5) −0.0005 (5) S7 0.0200 (6) 0.0215 (7) 0.0179 (6) −0.0040 (5) 0.0033 (5) −0.0012 (5) S8 0.0254 (7) 0.0233 (7) 0.0202 (7) −0.0050 (5) 0.0044 (5) 0.0014 (5) S9 0.0182 (6) 0.0207 (7) 0.0214 (6) −0.0037 (5) 0.0052 (5) −0.0039 (5) Geometric parameters (Å, °) C1-C2 1.331 (7) C7-S7 1.752 (5) C1-S1 1.758 (5) C7-S6 1.767 (5) C1-I1 2.093 (5) C8-C9 1.336 (7) C2-S2 1.751 (5) C8-S8 1.755 (5) C2-I2 2.074 (5) C8-S6 1.766 (5) C3-C4 1.379 (7) C9-S9 1.758 (5) C3-S2 1.738 (4) C9-S7 1.766 (5) C3-S1 1.739 (5) C10-S8 1.806 (6) C4-C5 1.414 (6) C10-H10A 0.9800 C4-S4 1.769 (5) C10-H10B 0.9800 C5-S3
1.685 (5) C10-H10C 0.9800 C5-S5 1.721 (5) C11-S9 1.820 (5) C6-C7 1.340 (7) C11-H11A 0.9800 C6-S5 1.750 (5) C11-H11B 0.9800 C6-S4 1.758 (5) C11-H11C 0.9800 
